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A First-Principles Study on Ferroelectric Phase Formation

of Si-Doped HfO, through Nucleation and Phase
Transition in Thermal Process
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M. Kobayashi et al., J. EDS 2018 system : g .)a - is still in debate. Especially, discussion on the effect

of kinetics is rare in the previous reports.
Objectives: further understanding of ferroelectric phase formation of pure and Si-doped HfO2 through the whole process from fundamental
\_thermodynamics and kinetics study based on first-principles simulation. )
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